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9:30-10:00 H10 Probing Ion Migration in ABXj3; Perovskite Compounds: Five Fallacies
of Simulations — eROGER DE Souza

15:00-15:30 H10 Room-temperature dislocations in oxide ceramics: from understanding
to active engineering — ¢XUFEI FANG

9:30-10:00 H10 TUnderstanding the impact of disconnection flow on microstructure evo-
lution — eMARCO SALVALAGLIO

10:15-10:45 H10 The role of disconnections in the shear-migration coupling of grain
boundaries — eMARC LEGROS, ARMIN RAJABZADEH, ROMAIN GAUTIER,
NicorAs COMBE, FREDERIC MOMPIOU

11:30-12:00 H10 Grain Boundary Spinodals: Faceting Instability and the Role of Junc-
tion Energetics — eFADI ABDELJAWAD

12:30-13:00 H10 Atomistic structure of fcc-fcc interface in pure iron and in nanomulti-
layers: insight from atommistic modeling — eHELENE ZAPOLSKY, GILLES
DEMANGE, YURI BORGES GOMES LIMA, ANASTASIAI TITOVA, RENAUD PATTE

14:00-14:30 H10 Dynamics of dislocations and grain boundaries during recrystallization
of metal nanoparticles — eEUGEN RABKIN, JONATHAN ZIMMERMAN

9:30-10:00 H10 Grain Boundary Defect Phases in Thermoelectric Materials: Impact on
physical properties — ¢ CHRISTINA SCHEU, RUBEN BUENO VILLORO, SIYUAN
ZHANG, BAPTISTE GAULT, DUNCAN ZAVANELLI, GERALD JEFFREY SNYDER

10:15-10:45 H10 Microstructure and transport in model isotropic amorphous solids —
ePETER DERLET

11:45-12:15 HI10 Structural relaxation and deformation of bulk metallic glasses —
e GERHARD WILDE

15:00-15:30 H10 Structure, interfacial segregation and transformations of solid-state
precipitates in aluminium alloys — eLAURE BOURGEOIS, NIKHIL MED-
HEKAR, MATTHEW WEYLAND

15:45-16:15 H10 Magnetic properties of Fe-based amorphous alloys produced by melt-
spinning and selective laser melting — ePAOLA TIBERTO

17:15-17:45 H10 Diffusion and nucleation in Al-Ni melts using machine-learned MD sim-
ulations — JOHANNES SANDBERG, LEON F. GRANZ, e THOMAS VOIGTMANN

18:00-18:30 H10 The effect of composition on the thermodynamics, structure, mechan-
ical properties and atomic motion of (Pd-Pt)42.5Cu27Ni9.5P21 alloys
— oRALF BuscH

9:30-10:00 H10 Transformation-induced plasticity in zirconia ceramics: neural network
simulations and in-situ experiments — eDAvVID RODNEY

9:30-10:00 H10 Fatigue in steels: Micromechanical modelling of cyclic damage —
ePETRA SONNWEBER-RIBIC, ALEXANDRA STARK, CHRISTIAN ELSASSER
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Invited Talks of the joint SKM Dissertationspreis 2025 (SYSD)
See SYSD for the full program of the symposium.

SYSD 1.1 Mon  9:30-10:00 H2 Nanoscale Chemical Analysis of Ferroic Materials and Phenomena —
oK ASPER AAS HUNNESTAD

SYSD 1.2 Mon 10:00-10:30 H2 Advanced Excitation Schemes for Semiconductor Quantum Dots —
eYUSUF KARLI

SYSD 1.3 Mon 10:30-11:00 H2 Aspects and Probes of Strongly Correlated Electrons in Two-
Dimensional Semiconductors — ¢ CLEMENS KUHLENKAMP

SYSD 1.4 Mon 11:00-11:30 H2 Mean back relaxation and mechanical fingerprints: simplifying the
study of active intracellular mechanics — ¢TILL MUNKER

SYSD 1.5 Mon 11:30-12:00 H2 Coherent Dynamics of Atomic Spins on a Surface — e¢[LUKAS VELDMAN

Invited Talks of the joint Symposium Al-driven Materials Design: Recent Developments, Chal-

lenges and Perspectives (SYMD)
See SYMD for the full program of the symposium.

SYMD 1.1 Mon 15:00-15:30 H1 Learning physically constrained microscopic interaction models of func-
tional materials — eBORIS KOZINSKY

SYMD 1.2 Mon 15:30-16:00 H1 GRACE universal interatomic potential for materials discovery and
design — eRALF DRAUTZ

SYMD 1.3 Mon 16:00-16:30 H1  Multiscale Modelling & Machine Learning Algorithms for Catalyst Ma-
terials: Insights from the Oxygen Evolution Reaction — e¢NONG ARTRITH

SYMD 1.4 Mon 16:45-17:15 H1 Inverse Design of Materials — eHONGBIN ZHANG

SYMD 1.5 Mon 17:15-17:45 H1 Data-Driven Materials Science — eMIGUEL MARQUES

Invited Talks of the joint Symposium Electronic Structure Theory for Quantum Technology:

From Complex Magnetism to Topological Superconductors and Spintronics (SYES)
See SYES for the full program of the symposium.

SYES 1.1 Fri  9:30-10:00 H1 Ab-initio Design of superconductors — eLILIA BOERI

SYES 1.2 Fri 10:00-10:30 H1 Topological superconductivity from first principles — BENDEGUZ NYARI,
ANDRAS LASZLOFFY, LEVENTE ROzsA, GABOR CSIRE, BALAzs UJFALUSSY,
e[LASZLO SZUNYOGH

SYES 1.3 Fri 10:30-11:00 H1 First-principles study and mesoscopic modeling of two-dimensional spin
and orbital fluctuations in FeSe — eMYRTA GRUNING, ABYAY GHOSH, PIOTR

CHUDZINSKI
SYES 1.4 Fri 11:15-11:45 H1 Non-collinear magnetism in 2D materials from first principles: Multifer-
roic order and magnetoelectric effects. — e¢THOMAS OLSEN

SYES 1.5 Fri 11:45-12:15 H1 Spin-phonon and magnon-phonon interactions from first principles —
eMARCO BERNARDI

Sessions
MM 1.1-1.1 Sun  16:00-18:15 H15 Tutorial: Automated Worksflows (joint session MM /TUT)
MM 2.1-2.1 Mon  9:30-10:00 H10 Invited Talk: R. de Souza

MM 3.1-3.10 Mon 10:15-13:00 H10 Data-driven Materials Science: Big Data and Worksflows
MM 4.1-4.11 Mon 10:15-13:00 H22 Materials for the Storage and Conversion of Energy

MM 5.1-5.1 Mon 15:00-15:30 HI10 Invited Talk: X. Fang (joint session MM /KFM)

MM 6.1-6.10 Mon 15:45-18:30 H10 Phase Transformations

MM 7.1-7.5 Mon 15:45-17:00 H22 Materials for the Storage and Conversion of Energy

MM 8.1-8.5 Mon 17:15-18:30 H22 Materials for the Storage and Conversion of Energy (joint session

MM 9.1-9.74 Mon 18:30-20:30 P1 Poster

MM 10.1-10.1  Tue 9:30-10:00 H10 Topical Talk: M. Salvalaglio

MM 11.1-11.7  Tue 10:15-13:00 H10 Topical Session: Defects of Defects

MM 12.1-12.10 Tue 10:15-13:00 H22 Materials for the Storage and Conversion of Energy
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Topical Session: Defects of Defects

Materials for the Storage and Conversion of Energy (joint session
Invited Talk: C. Scheu

Topical Session: Thermophysical Properties of Bulk Metallic
Glasses and Bulk Metallic Glass-forming Liquids

Development of Calculation Methods

SYMD contributed

Invited Talk: L. Bourgeois

Topical Session: Thermophysical Properties of Bulk Metallic
Glasses and Bulk Metallic Glass-forming Liquids

Interface Controlled Properties, Nanomaterials and Microstruc-
ture Design

Materials for the Storage and Conversion of Energy

Phase Transformations

Members’ Assembly

Invited Talk: D. Rodney

Topical Session: Thermophysical Properties of Bulk Metallic
Glasses and Bulk Metallic Glass-forming Liquids

Transport in Materials: Diffusion, Charge or Heat Conduction
Mechanical properties

Liquid and Amorphous Materials

Functional Materials: Performance, Reliability and Degradation;
and Complex Materials (joint session MM /KFM)

Data-driven Materials Science: Big Data and Worksflows
Transport in Materials: Diffusion, Charge or Heat Conduction
Invited Talk: P. Sonnweber-Ribic

Development of Calculation Methods

Transport in Materials: Diffusion, Charge or Heat Conduction
Mechanical Properties

Functional and Complex Materials

Members’ Assembly of the Metal and Material Physics Division

Wednesday

18:45-20:45

H10



